Sublimed bright-yellow tris(8-hydroxyquinoline)aluminum(III) (Alq3, Eastman Kodak Company) was placed into a glass ampoule (cylindrical shaped bulb 3 cm χ 2.5 cm with a neck 7 cm long and 0.5 cm inside diameter). The ampoule was evacuated ( 10" 5 -10" 6 Torr) and the end of the neck sealed. The ampoule was placed into a tube furnace and heated to 663 Κ over a period of 4 h at a rate of 100 K/h, and held at 663 Κ for 3.5 h. The heating source for the furnace was turned off and the ampoule (still in the furnace) was allowed to slowly cool to room temperature overnight. The ampoule was removed and the resulting Alq3 specimen was observed to be a dull yellow color and displayed blue luminescence when irradiated by 365 nm UV light. The neck of the ampoule was removed; an aliquot of the thermally processed Alq3 was analyzed by powder XRD, and the conversion to (5-Alq3 was found to be complete. Upon careful examination of the thermally processed sample, thin, plate-shaped <5-Alq3 crystals were observed to be present. Although thin, these crystals were found to be of acceptable quality for single-crystal data collection. To our knowledge, this is the first report of the generation of singlecrystals of <5-Alq 3 .
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Experimental details
The single-ciystal structure is of tremendous value, even though structure from powder data is available [1] , because the data-to-parameter ratio is very high for single crystal data, i.e., 2830 reflections (560 with /obs > 2 o(Iobs) ) versus 357 reflections for powder data. Thus, the high data-to-parameter ratio leads to a more accurate structure. Also for structure determination using powder data, an idealized model is the starting point, which is then refined under constraints to closely match the powder pattern. This approach is in contrast to actually locating atomic positions in electron density maps for single-crystal data. Otherwise, the atomic positions were not refined anisotropically because of the relatively low quality data.
Discussion
The original report describing organic light-emitting diodes (OLEDs) began with the observation of efficient green electroluminescence from tris(8-hydroxyquinoline)aluminum (α-, /3-Alq3) [2] , Braun et al. [3] reported a new crystalline phase of Alq3 (d-Alq3) exhibiting strongly blue shifted fluorescence. Based upon vibrational analysis, a facial isomer for <5-Alq3 was proposed [4, 5] , which was later supported by structure analysis from powder X-ray diffraction data [1] . The unit cell dimensions for <5-Alq3 are similar to those observed for a-Alq3 (a = 6.246 A, b = 12.871 Â, c = 14.739 Ä, a = 69.89°,β = 89.46°, γ = 82.52° [6] ). The a and ô Alq3 powder XRD patterns are unique and provide unequivocal identification of the Alq3 phase present in a sample. In this current study, we are able to confirm the facial structure for (5-Alq3 using single-crystal X-ray crystallography. A structural diagram of ó-Alqs, showing the atomic numbering scheme and its facial isomeric nature, is depicted in the figure. Conformation of the Alq3 molecule and lattice packing from singlecrystal structure elucidation were found to be similar to that obtained using powder XRD data [1] . The molecular structure of Alq3 is comprised of a six coordinate aluminum compound. The aluminum atom is coordinated to the bidentate 8-hydroxyquinoline ligands in a distorted octahedral configuration. The angles around the aluminum atom range from 82.7(6)° (Z.02-A11-N2) to 97.3(5)° (Z02-A11-03). As expected, the structural data show that the bond distances Al-Ν (2.07(1) À, 2.04(1) Â, 2.06(1) Â) and Al-O (1.86(1) Â, 1.83(1) À, 1.85(1) Â) are very similar to those for the other Alq3 structures reported in the literature [6] [7] [8] [9] [10] [11] . Triclinic space group PI indicates that three 8-hydroxyquinoline ligands are crystallographically independent. Though the intermolecular ligands in <5-Alq3 are at a stacking distance of about 3.326 A, there is no stacking of ligands. Hence, there is significantly reduced jr-orbital overlap in <5-Alq3 as com-<5-A1(C 9 H 6 N0)3 
